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Key indicators: single-crystal X-ray study; 7 = 193 K; mean o-(C-C) = 0.003 A; 
R factor = 0.038; wR factor = 0.101; data-to-parameter ratio = 14.2. 


Data collection 

Rigaku R-AXIS RAPID 
diffractometer 

Absorption correction: numerical 
(NUMABS; Rigalcu, 1999) 
r^in = 0.306, r^,, = 0.424 

Refinement 

R[F^ > 2a(F^)] = 0.038 

wR(F^) = 0.101 

5 = 1.13 

1715 reflections 

121 parameters 


16036 measured reflections 
1715 independent reflections 
1632 reflections witli / > 2a(I) 
R,, = 0.037 


H atoms treated by a mixture of 
independent and constrained 
refinement 

Ap^,, = 0.21 e A"' 

A/Omin = -0.50 e A"^ 


Table 1 


Hydrogen-bond g 

eometry (A, °). 




D-n-A 

Z)-H 

H - v4 

D-A 

D-U-A 

02-H20-04^ 

0.80 (3) 

1.74 (3) 

2.525 (2) 

167 (3) 

05-H50A-03" 

0.77 (3) 

1.99 (3) 

2.764 (2) 

175 (3) 

05-H505-03"^ 

0.75 (3) 

2.04 (3) 

2.784 (2) 

172 (3) 

C2-H2A-03^^ 

0.99 

2.47 

3.440 (2) 

167 

C3-H3S-05^ 

0.98 

2.52 

3.479 (3) 

167 

C3-H3C- • 03^^ 

0.98 

2.51 

3.388 (2) 

149 

C5-H5C-04^" 

0.98 

2.36 

3.219 (3) 

146 

Symmetry codes: 

(i) -x + iy + 

h + b 

(ii) x + \,-y 

+ (iii) 

-X + i, >; + |, -z + i 

(iv) x,y + l,z; (v) 


|, z + |; (vi) —X, 

-y,-z + l; (vii) 


-!,->;, -z + 1. 


In the crystal structure of the title compound, 
C5Hi4N04P-H20, the zwitterionic phosphocholine molecules 
are connected by an O— H- • -O hydrogen bond between the 
phosphate groups, forming a zigzag chain along the Z)-axis 
direction. The chains are further connected through O — 
H- • -O hydrogen bonds involving water molecules, forming a 
layer parallel to (101). Three and one C— H- • -O interactions 
are also observed in the layer and between the layers, 
respectively. The conformation of the N — C— C— O backbone 
is gauche with a torsion angle of —75.8 (2)° 

Related literature 

For related structures, see: Fujita et al (2009); Pearson & 
Pascher (1979); McAlister et al (1979). 


H2O 


Experimental 

Crystal data 

C5H14NO4PH2O 
Mr = 201.16 
Monocfinic, P2-^/n 
a = 10.4304 (2) A 
b = 6.8873 (1) A 
c = 13.4992 (3) A 
P = 105.800 (1)° 



V = 933.11 (3) A^ 
Z = 4 

Cu Ka radiation 
/X = 2.59 mm~^ 
r = 193 K 

0.60 X 0.40 X 0.40 mm 


Data collection: PROCESS-AUTO (Rigaku, 2004); cell refine- 
ment: PROCESS-AUTO; data reduction: CrystalStructure (Rigaku, 
2010); program(s) used to solve structure: // Milione (Burla et al, 

2007) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 

2008) ; molecular graphics: ORTEPIII (Burnett & Johnson, 1996); 
software used to prepare material for publication: SHELXL97. 
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Supporting information for this paper is available from the lUCr 
electronic archives (Reference: IS5344). 
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